Tongbaite (CrsCq, Dbyg) Structure:
A2B3 0P20 62 2¢ 3c¢-001

This structure previously used the label(s) A2B3_oP20_62_2c_3c. Calls to these addresses will be redirected here.
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Prototype CyCr3
AFLOW prototype label A2B3_0P20.62_2c_3c-001
Strukturbericht designation D519
Mineral name tongbaite
ICSD 15086
CCDC 1595865
Pearson symbol oP20
Space group number 62
Space group symbol Pnma
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AFLOW prototype command aflow --proto=A2B3_oP20_62_2c_3c-001
—~params=a, b/a7 C/a7 X1,21,T2,22,T3,23,T4,24,T5, 25

Other compounds with this structure
Hf3P27 LaQS3

e Several authors remark that this is the anti-type of stibnite (SboSs, D5g, A3B2_0P20_62_3c¢_2c¢).

Simple Orthorhombic primitive vectors

2
a; = axX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a1+%a2+z1a3 = ax1>‘<+ib§/+cz12 (4¢) Cl
B, = —(xl—%) a1+%a2+ = —a(xl—%)fc—l—%by—i—c(zl—f—%)i (4¢) CI
(=1 +3) as
B; = —z1a; + %ag — 2183 = —ax1 X+ %by —cn Z (4c) CI
B: = mtdatlu-(a-Da = alm+Dseby-ela-hi (9 o
Bs = z2a1+%a2+22a3 = ax2>‘<+iby+0222 (4c) CII
B = —(z2—3) ar+3a,+ = —a(zy— )X+ 309 +c(n+1i)2 (4c) CII
(22 +3) as
B, = —x0a; + %ag — 29 a3 = —axo X + %by —c29%2 (4c) CII
Bg = (a:2+%)a1+ia2—(22—%)a3 = a(xz—k%)fc—kiby—c(zg—%)i (4¢) cII
By = x3a1+%a2+23a3 = ang(Jr%berczgi (4¢) Crl
Bio = —(z3—3) ar+3a+ = —a(zs3—3) X+ 3by+c(z+3) 2 (4c) Crl
(z3 + %) as
By = —w3a; + 3 a; — 2343 = —az3X+ 3b§ — cz32 (4c) Crl
B, = (1:3—#%) a1—|—%a2—(z3—%) az = a(x3—|—%)5c—|—ib§f—c(Z3—%)Z (4¢) Crl
Bz = Taa; + iag + z4 a3 = ars X + %by + 24 7 (4¢) CrlII
By = —(za—3) ar+3a+ = —a(zs—3) X+ 3by+c(u+3)2 (4c) CrlI
(14 1) g
Bis = —r4a; + Sa; — 24 a3 = —azy X+ 30§ — 24 2 (4c) CrlI
Big = (:z:4+%) a1+ia27(z4f%) az = a(x4+%)5<+%byfc(24f%)2 (4¢) CrlII
B¢y = Tsag + %32 + z5 a3 = axs X+ iby + cz5 Z (4¢) Cr III
Bis = —(%—%) al—&—%ag—&— = —a(:cg)—%)fc—i-%by—i—c(%—i—%) Z (4c) Cr III
(25 + %) as
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Blg —T5a + % Ay — Z5as = —axrs X+ %by — CZ5 Z (4C) Cr IIT
B = (z5+3)ait+itar—(-3)a; = a(zs+3) &K+30y—c(es— 1) 2 (4c) Cr III
References

[1] S. Rundqvist and G. Runnsjo, Crystal Structure Refinement of CrsCs, Acta Chem. Scand. 23, 1191-1199 (1969),
doi:10.3891 /acta.chem.scand.23-1191.

First cited in

D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: 10.1016/j.commatsci.2018.10.043


https://doi.org/10.3891/acta.chem.scand.23-1191
http://dx.doi.org/10.1016/j.commatsci.2018.10.043

